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The molecular structure of the title compound, C 18 H 21 N 3 S, shows a twisted conformation with a dihedral angle of 67.45 (4) between the aromatic ring planes and an N-C-C-S torsion angle of À5.01 (13) . The imidazolidine ring and the aniline moiety make a dihedral angle of 56.03 (4) and the asscociated C-N-C angle is 125.71 (10) . The guanidine-like C N double bond is clearly localized, with a bond length of 1.2879 (14) Å . The C-S-C angle is 102.12 (5) and the S-C(aromatic) and S-C bond lengths are 1.7643 (11) and 1.8159 (12) Å .
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2-Benzylsulfanyl-N-(1,3-dimethylimidazolidin-2-ylidene)aniline

Ulrich Flörke, Adam Neuba and Gerald Henkel Experimental
The title compound was prepared as follows: a solution of N,N,N′,N′-dimethylethylenechlorformamidinium chloride (5.07 g, 30 mmol) in dry MeCN was added dropwise to an ice-cooled solution of 2-(benzylthio)aniline (6.45 g, 30 mmol) and triethylamine (4.18 ml, 3.03 g, 30 mmol) in dry MeCN. After 3 h under reflux, a solution of NaOH (1.2 g, 30 mmol) in water was added. The solvents and NEt 3 were then evaporated under vacuum. In order to deprotonate the mono-hydrochloride, 50 wt% KOH (aqueous, 15 ml) was added and the free base was extracted into the MeCN phase (3 x 80 ml).
The organic phase was dried with Na 2 SO 4 . After filtration, the solvent was evaporated under reduced pressure. The title compound was obtained as white powder (yield 60%, 5.6 g). Colourless crystals suitable for X-ray diffraction were obtained by slow cooling of a hot saturated MeCN solution. 
Refinement
Hydrogen atoms were clearly identified in difference syntheses, refined at idealized positions riding on the carbon atoms with isotropic displacement parameters U iso (H) = 1.2U(C eq ) or 1.5U(-CH 3 ) and C-H 0.95-0.99 Å. The hydrogen atoms of C(2) methyl group are disordered over two positions with half occupation each and refined with AFIX 123 command. All CH 3 hydrogen atoms were allowed to rotate but not to tip. Molecular structure of the title compound with anisotropic displacement ellipsoids drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
2-Benzylsulfanyl-N-(1,3-dimethylimidazolidin-2-ylidene)aniline
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.91501 (4) 0.15915 (4) 0.28380 (2) 0.02459 (10) Geometric parameters (Å, º) S1-C11 1.7643 (11) C6-C7 1.3937 (15) S1-C12 1.8159 (12) C6-C11 1.4143 (15) 
